QSAR analysis of chiral compounds including racemates.
From equations describing dose/response curves of drug combinations the nonlinear dependence of the ECx value (concentration for X% effect) of a racemate on the ECx values of the pure enantiomers was derived. This equation was used in QSAR analyses of series of substances containing pure compounds (i.e. pure enantiomers or achiral molecules) and stereoisomeric mixtures.